Abstract
Discussion
The title compound is akey intermediate for the synthesis of possible selective estrogen receptor modulators and thus is apromising starting point for the synthesis of as eries of pharmacologically interesting molecules. Its crystal structure has been reported earlier [1] but only at room temperature. At the beginning of amore comprehensive study aimed at structure-property relationships of as eries of compounds similar to the title compound, its structure was redetermined at 200 Ktoallow for comparisons of metrical parameters with other members of the series to be researched. Apartfrom the title compound, thecrystal structures of 2-(2-benzyloxyphenyl)-1H-benzimidazole [2] a nd (2E)-3-(3-benzyloxyphenyl)-1-(2-hydroxy-5-methylphenyl)-prop-2-en-1-one [3] areapparent in the literature. The molecule features a( phenylmethyloxy)benzene core that bearsa halogenated carbonyl-derived substituent in para-position. The least-squaresp lanesd efined by ther espectivec arbona toms of both aromatic moieties enclose an angle of 74.41(15)°which is slightly larger than the corresponding value reported for the structure determination at room temperature [1] .T he carbonyl group is nearly in-plane with the plane of the aromatic system of the phenyl group it is attached to, the respective O-C-C-C dihedral angle is found at 11.0(4)°. Thebromine atom adopts astaggered conformation with respect to the oxygen atom of the carbonyl group. The Br-C-C-O dihedral angle is measured at -110.0(3)° (Fig.) . In the crystal, two distinct C-H···O contacts can be observed whoserange fallsbymore than 0.1 Åbelow the sum of van-der-Waals radii of the atomsparticipating. These are supported by ahydrogen atom in ortho-position of the mono-substituted phenyl group as well as ahydrogen atom in ortho-position to the (phenylmethyloxy)-substituent of the bisubstituted phenyl group and invariably have the oxygen atom of the carbonyl group as acceptor. In terms of graph-set analysis [4, 5] , the descriptor for thesec ontactsi sC 1 1 (6)C 1 1 (11) on the unary level. In total, the molecules are connected to layersperpendiculartothe crystallographic c axis whichisincontrasttothe findings forthe structure determination at room temperature where the molecules were reported to be connected to chains along[010] only [1] . The shortesti ntercentroid distance betweent wo aromatic systemsw as measured at 4.892 (2) Åand is observed between the phenyl group of the phenylmethyloxy moiety and its symmetry-generated equivalent. 
